Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.128; data-to-parameter ratio = 25.7.
Data collection
Bruker Kappa APEXII areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2001) T min = 0.912, T max = 0.940 17051 measured reflections 4087 independent reflections 2835 reflections with I > 2(I) R int = 0.026 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.128 S = 1.02 4087 reflections 159 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.30 e Å À3 Á min = À0.33 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 ). KR thanks Dr Babu Varghese, SAIF, IIT-Madras, India, for his help with the data collection and the management of Kandaswami Kandar's College, Velur, Namakkal, India, for their encouragement to pursue the programme.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: BT5035).
The ORTEP diagram of the title compound is shown in Fig.1 . The benzodiazepine ring adopts a distorted boat conformation. The puckering parameters (Cremer & Pople, 1975) and the asymmetry parameters (Nardelli, 1983) for this ring are q 2 = 0.965 (1) Å, q 3 = 0.155 (1) Å, φ 2 = 144.0 (1)°, φ 3 = 11.4 (5)° and Δ2(C4)=7.8 (1)°. The sum of the bond angles at N1(359.4°) and N5(359.99°) of the benzodiazepine ring is in accrdance with sp 2 hybridization. The choloroacetyl group adopts an extended conformation, which is evidenced from the torsion angle N5-C13-C14-Cl1 [-161.9 (1)°].
The crystal packing is controlled by C-H···O and N-H···O types of intra and intermolecular interactions in addition to van der Waals forces. Atom N1 at (x, y, z) donates a proton to O1 (-x + 1, -y, -z + 1), which forms a graph set motif of R 2 2 (8) dimer (Bernstein et al., 1995) . The intermolecular hydrogen bond C14-H14A···O1 connect the dimers into a C9 one dimensional chain running along c-axis as shown in Fig 2. Thus the two dimensional network is connected by an intermolecular hydrogen bond C7-H7···O2 which leads to a C6 zig-zag chain running along b-axis.
Experimental
To a solution of tetrahydro-4-methyl-1,5-benzodiazepin-2-one (0.88 g, 5 mmol) in anhydrous benzene (50 ml) was added triethylamine (2.8 ml, 20 mmol) and chloroacetyl chloride (1.59 ml, 20 mmol). The contents were allowed to reflux on a water bath for 6hrs. The reaction mixture was washed with sodium bicarbonate solution (10%), water and dried. The crude mass was crystallized from ethanol.
Refinement
The H atom bonded to N was freely refined and the other H atoms were positioned geometrically (C-H=0.93-0.98 Å) and allowed to ride on their parent atoms, with 1.5U eq (C) for methyl H and 1.2 U eq (C) for other H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0535 (7) 0.0411 (6) 0.0296 (6) 0.0012 (5) 0.0157 (5) 0.0000 (5) C3 0.0510 (7) 0.0443 (7) 0.0297 (6) 0.0010 (5) 0.0084 (5) −0.0011 (5) C4 0.0514 (7) 0.0388 (6) 0.0329 (6) −0.0055 (5) 0.0101 (5) −0.0041 (5) N5 0.0521 (6) 0.0314 (5) 0.0300 (5) −0.0039 (4) 0.0139 (4) −0.0040 (4) C6 0.0473 (6) 0.0300 (5) 0.0317 (5) 0.0003 (4) 0.0121 (5) −0.0033 (4) C7 0.0547 (7) 0.0401 (7) 0.0403 (7) 0.0036 (5) 0.0189 (6) −0.0069 (5) C8 0.0658 (9) 0.0368 (7) 0.0450 (7) 0.0071 (6) 0.0123 (6) −0.0112 (5) C9 0.0611 (8) 0.0322 (6) 0.0517 (8) −0.0038 (6) 0.0050 (6) −0.0069 (6) C10 0.0495 (7) 0.0398 (7) 0.0459 (7) −0.0057 (5) 0.0122 (6) −0.0007 (5) C11 0.0430 (6) 0.0339 (6) 0.0315 (5) 0.0020 (5) 0.0090 (5) −0.0024 (4) C12 0.0541 (9) 0.0832 (12) 0.0549 (9) −0.0114 (8) 0.0160 (7) 0.0011 (8) C13 0.0491 (6) 0.0354 (6) 0.0335 (6) −0.0010 (5) 0.0195 (5) −0.0014 (4) C14 0.0695 (9) 0.0445 (7) 0.0346 (6) −0.0015 (6) 0.0108 (6) 0.0016 (5) Geometric parameters (Å, °) 
